Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.043; wR factor = 0.086; data-to-parameter ratio = 13.7. organic compounds o350 Sakka et al.
In the title compound, C 12 H 7 N 3 OS, the essentially planar thiazole ring (r.m.s. deviation = 0.022 Å ) forms dihedral angles of 84.88 (9) and 1.8 (3) with the phenyl ring and the -C(CN) 2 group (r.m.s. deviation = 0.003 Å ), respectively. The molecule has approximate local C s symmetry. In the crystal, molecules are linked via C-HÁ Á ÁN hydrogen bonds, forming chains propagating along [101] . The crystal studied was found to be an inversion twin with a refined 0.63 (1):0.37 (1) domain ratio.
Related literature
For background to 1,3-thiazolidin-4-ones and their properties, see: Singh et al. (1981) ; Liesen et al. (2010) ; Kocabalkanli et al. (2001) ; Kumar et al. (2007) . For further synthetic details, see: Mohareb et al. (2012) . For a related structure, see: Pomé s Herná ndez et al. (1996) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x þ 1 2 ; Ày þ 1 2 ; z À 1 2 .
Data collection: COLLECT (Nonius, 1998) ; cell refinement: SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: DENZO (Otwinowski & Minor, 1997) , SCALEPACK and SORTAV (Blessing, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 2012) ; software used to prepare material for publication: SHELXL97. (Singh et al., 1981) . They have found uses as antibacterial (Liesen et al., 2010) , antimicrobial (Kocabalkanli et al., 2001) and anti-inflammatory agents (Kumar et al., 2007) . In continuation of our studies on this family of compounds, we now report the synthesis and crystal structure of the title compound, (I).
The heterocyclic ring (C1/C2/S1/C3/N1) in (I) is close to planar (r.m.s. deviation = 0.022 Å) and subtends dihedral angles with the phenyl ring and the C(CN) 2 group (r.m.s. deviation = 0.003 Å) of 84.88 (9) and 1.8 (3)°, respectively. An alternative analysis of the heterocyclic ring as a shallow envelope sees the S atom in the flap position displaced by 0.090 (5) Å from the other atoms (r.m.s. deviation = 0.004 Å). The molecule has approximate local C s symmetry.
There is a short intermolecular contact [2.903 (2) Å] from the O atom of the carbonyl group to the centre of a nearby heterocyclic ring (symmetry: x, 1 -x, z -1/2), but given the non-aromatic nature of the ring, this can hardly be regarded as a bond. No other significant intermolecular contacts occur in the crystal.
For a related structure, in which the thiazole ring was also found to be almost planar, see Pomés Hernández et al. (1996) .
Experimental
To a solution of malononitrile (0.66 g, 0.01 mol) dissolved in dimethylformamide (15 ml), potassium hydroxide pellets (0.56 g, 0.01 mol) and phenylisothiocyanate (1.35 g, 0.01 mol) were added. The reaction mixture was covered and stirred at room temperature overnight. N′-(2-chloroacetyl)-2-cyanoacetohydrazide (1.75 g, 0.01 mol) (Mohareb et al., 2012) was stirred in the following day, and the solution was covered for another night, after which the reaction mixture was poured onto ice, neutralized with dil. HCl and the precipitated solid filtered off. Yellow blocks were obtained by slow evaporation of an ethanol solution.
Refinement
The H atoms were placed in calculated positions (C-H = 0.93-0.97 Å) and refined as riding. The constraint U iso (H) = 1.2U eq (C) was applied.
Computing details
Data collection: COLLECT (Nonius, 1998) ; cell refinement: SCALEPACK (Otwinowski & Minor, 1997) ; data reduction:
DENZO and SCALEPACK (Otwinowski & Minor, 1997) and SORTAV (Blessing, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 2012) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) . The molecular structure of the title compound, showing displacement ellipsoids at the 50% probability level. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.17 e Å −3 Δρ min = −0.18 e Å −3 Extinction correction: SHELXL97 (Sheldrick, 2008) , Fc * =kFc[1+0.001xFc 2 λ 3 /sin(2θ)] -1/4 Extinction coefficient: 0.008 (2) Absolute structure: Flack (1983) Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
2-(4-Oxo-3-phenyl-1,3-thiazolidin-2-ylidene)malononitrile

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.40086 (17 (18) Geometric parameters (Å, º) C1-O1 1.202 (3) C7-C12 1.372 (4) C1-N1 1.412 (4) C7-C8 1.374 (4) C1-C2 1.492 (4) C7-N1 1.439 (3) C2-S1 1.792 (3) C8-C9 1.381 (4) C2-H2A 0.9700 C8-H8 0.9300 C2-H2B 0.9700 C9-C10 1.372 (6) C3-N1 1.361 (4) C9-H9 0.9300 C3-C4 1.367 (4) C10-C11 1.361 (5) C3-S1 1.739 (3) C10-H10 0.9300 C4-C6 1.426 (4) C11-C12 1.378 (5) C4-C5 1.444 (5) C11-H11 0.9300 C5-N2 1.142 (4) C12-H12 0.9300 C6-N3 1.140 (4) 
